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Experimental
Crystal data C 18 H 19 NO 4 M r = 313.34 Monoclinic, C2=c a = 13.6117 (2) Å b = 10.3540 (2) Å c = 22.3920 (4) Å = 100.879 (1) V = 3099.11 (9) Å 3 Z = 8 Mo K radiation = 0.10 mm À1 T = 100 K 0.38 Â 0.32 Â 0.10 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.965, T max = 0.991 19818 measured reflections 4506 independent reflections 3581 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.131 S = 1.05 4506 reflections 219 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.43 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT (Bruker, 2005); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 (Nielsen et al., 2004 ), antifungal (Batovska et al., 2007 , anti-inflammatory (Won et al., 2005) , anti-HIV-1 protease inhibition (Tewtrakul et al., 2003) and antitumor (Romagnoli et al., 2008) properties. Moreover they also show electroactive fluorescent properties (Jung et al., 2008; Niu et al., 2006) . From previous reports, aminochalcone showed good cytotoxicity in vitro against human tumor cell lines (Xia et al., 2000) and was a new class of both activator and inhibitor of the TREK2 channel which turn out to be an important channel in charge of tuning neuronal transmitter and hormone levels (Kim et al., 2010) . In continuing our on-going research on bioactivity and fluorescence properties of chalcones (Chantrapromma et al., 2009; 2010; Suwunwong et al., 2009) , the title aminochalcone (I) was synthesized. (I) doesn't possess antibacterial and cytotoxic activities. However (I) exhibits fluorescence with the maximum emission at 480 nm when the compound is excited at 320 nm in chloroform solution.
The molecule of the title aminochalcone, (Fig. 1) , exists in an E configuration with respect to the C8═C9 double bond [1.3407 (19) Å] with torsion angle C7-C8-C9-C10 = 177.99 (13)°. The whole molecule is not planar indicated by the dihedral angle between 4-aminophenyl and 2,4,5-trimethoxyphenyl rings being 11.26 (6)°. The propenone unit (C7-C9/O1) is planar with the r.m.s. deviation 0.0031 (1) Å. The mean plane through the propenone unit makes dihedral angles of 11.70 (9) and 9.19 (9)° respectively with the planes of 4-aminophenyl and 2,4,5-trimethoxyphenyl rings. The three methoxy groups of 2,4,5-trimethoxyphenyl unit have two different orientations: two methoxy groups (at atom C11 and C13 positions) are co-planar with the attached benzene ring with torsion angles C16-O2-C11-C12 = -1.45 (19)° and C17-O3-C13-C12 = 1.5 (2)° whereas the one at atom C14 position is (-)-syn-clinally attached with the torsion angle C18-O4-C14-C13 = -81.36 (17)°. Weak C9-H9A···O1 and C9-H9A···O2 intramolecular interactions generate two S(5) motifs (Bernstein et al., 1995) ( Fig. 1 and Table 1 ). The bond distances and angles are of normal values (Allen et al., 1987) and are comparable with the related structures (Chantrapromma et al., 2009; 2010; Suwunwong et al., 2009 ).
In the crystal packing ( Fig. 2) , the molecules are stacked into columns along the b axis. The molecules in the adjacent columns are linked by N-H···O hydrogen bonds (Table 1) into a V-shape double columns. π-π interaction was observed with the Cg 1 ···Cg 2 distance of 3.7532 (8) Å (symmetry code -1/2 -x, 3/2 -y, 1 -z); Cg 1 and Cg 2 are the centroids of C1-C6 and C10-C15 rings, respectively.
Experimental
The title compound was synthesized by the condensation of 2,4,5-trimethoxybenzaldehyde (0.40 g, 2 mmol) with 4-aminoacetophenone (0.28 g, 2 mmol) in ethanol (30 ml) in the presence of 30% NaOH(aq) (5 ml). After stirring for 3 h at room temperature, the resulting orange solid appeared and was then collected by filtration, washed with distilled water, dried and purified by repeated recrystallization from acetone. Orange block-shaped single crystals of the title compound suitable for
x-ray structure determination were recrystallized from acetone by the slow evaporation of the solvent at room temperature after several days, Mp. 393-394 K. supplementary materials sup-2 Refinement Amino H atoms were located in difference maps and refined isotropically. The remaining H atoms were positioned geometrically and allowed to ride on their parent atoms, with d(C-H) = 0.93 Å for aromatic and 0.96 Å for CH 3 atoms. The U iso values were constrained to be 1.5U eq of the carrier atom for methyl H atoms and 1.2U eq for the remaining H atoms. A rotating group model was used for the methyl groups. The highest residual electron density peak is located at 0.74 Å from H18C and the deepest hole is located at 1.39 Å from C15. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.38020 (7) 0.71239 (11) 0.65434 (5) 0.0236 (2) 0.0129 (6) 0.0208 (7) 0.0206 (6) −0.0023 (5) 0.0033 (5) 0.0008 (5) C15 0.0148 (6) 0.0187 (6) 0.0200 (6) 0.0003 (5) 0.0045 (5) −0.0005 (5) C16 0.0166 (6) 0.0260 (7) 0.0265 (7) 0.0058 (5) 0.0071 (5) 0.0040 (6) C17 0.0281 (7) 0.0221 (7) 0.0260 (7) −0.0023 (6) 0.0091 (6) −0.0064 (6) C18 0.0208 (7) 0.0432 (10) 0.0345 (9) 0.0005 (7) −0.0023 (6) 0.0071 (7) Geometric parameters (Å, °) 
sup-7
Symmetry codes: (i) x−1/2, y+1/2, z; (ii) −x+1/2, y+1/2, −z+3/2. Fig. 1 supplementary materials sup-8 Fig. 2 
